), the general features of the probe-ion complex geometries are preserved ( Figures S1-S3 ) and the anion-dependent complexation energy difference E is similar for both methods, -0.18 eV for MP2 (Table S1 ) compared with -0.25 eV for B3LYP.
), the general features of the probe-ion complex geometries are preserved ( Figures S1-S3 ) and the anion-dependent complexation energy difference E is similar for both methods, -0.18 eV for MP2 (Table S1 ) compared with -0.25 eV for B3LYP. Table S1 . Anion-probe complex properties calculated with the MP2 wavefunction.
Complex
Close contact distances ΔE Δq (Å) (eV) (a.u) Geometries and electronic structures calculated with MP2/6-311++G** model chemistry, as described in the main text. E is the binding energy of the complex, as computed from the MP2 energy of the complex relative to the MP2 energies of the isolated species. 
